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R factor = 0.051; wR factor = 0.126; data-to-parameter ratio = 16.2.
The title compound, C12H14N6, was synthesized via cyclo-
condensation of 5-guanidino-3-phenyl-1,2,4-triazole with
acetone. Only one tautomeric form with the NH H atom
vicinal to the methyl groups was observed in the crystal
structure. The triazine ring adopts a flattened half-boat
conformation. The dihedral angle between the triazole and
phenyl rings is 9.99 (5). The crystal packing is stabilized by
intermolecular N—H  N hydrogen bonds which link the
molecules into a chain along the a axis.
Related literature
The 1,2,4-triazolo[1,5-a][1,3,5]triazine (5-azapurine) hetero-
cyclic system has been reviewed by Dolzhenko et al. (2006).
For related literature, see also: Dolzhenko et al. (2005);






a = 9.9667 (6) Å
b = 12.6544 (8) Å
c = 18.9142 (12) Å
V = 2385.5 (3) Å3
Z = 8
Mo K radiation
 = 0.09 mm1
T = 223 (2) K
0.38  0.38  0.22 mm
Data collection




Tmin = 0.923, Tmax = 0.981
15692 measured reflections
2732 independent reflections
2345 reflections with I > 2(I)
Rint = 0.032
Refinement
R[F 2 > 2(F 2)] = 0.051




H atoms treated by a mixture of
independent and constrained
refinement
max = 0.25 e Å
3
min = 0.24 e Å3
Table 1
Hydrogen-bond geometry (Å, ).
D—H  A D—H H  A D  A D—H  A
N4—H4N  N5i 0.88 (2) 2.10 (2) 2.9768 (17) 176 (2)
N6—H6B  N1i 0.87 2.07 2.9113 (18) 163
Symmetry code: (i) x  12; y;z þ 12.
Data collection: SMART (Bruker, 2003); cell refinement: SAINT
(Bruker, 2003); data reduction: SAINT; program(s) used to solve
structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine
structure: SHELXL97 (Sheldrick, 1997); molecular graphics:
SHELXTL (Bruker, 2003); software used to prepare material for
publication: SHELXTL.
This work was supported by the Academic Research Fund
from the National University of Singapore.
Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: CI2379).
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